Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.002 Å; R factor = 0.036; wR factor = 0.097; data-to-parameter ratio = 18.0.
Related literature
For the biological activity of fluorinated thioureas, see: Sun et al. (2006) ; Saeed et al. (2009) ; Xu et al. (2003) . For the use of fluorinated thioureas in organic synthesis, see: Nosova et al. (2006 Nosova et al. ( , 2007 ; Lipunova et al. (2008) ; Berkessel et al. (2006) . N 0 -(2-fluorobenzoyl)thiourea derivatives are suitable substrates for studying intramolecular hydrogen bonds and Fermi resonance, see: Hritzová & Koščík (2008 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; y À 1 2 ; Àz þ 3 2 ; (ii) Àx þ 1; Ày þ 1; Àz þ 2.
Data collection: SMART (Bruker, 2002) ; cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. (Nosova et al.,2006 (Nosova et al., , 2007 1-aryl-2-ethylthio-quinazolin-4-one, thiazolidine and 1H-1,2,4-triazoles (Lipunova et al., 2008) . Fluorinated thioureas exhibit a variety of biological activities: potent influenza virus neuraminidase inhibitors (Sun et al., 2006) , antimicrobial (Saeed et al., 2009 ) and insecticidal activities (Xu et al., 2003) . Moreover, fluorinated bis-thiourea derivatives are also used as organocatalyst in Morita-Baylis-Hillman reaction (Berkessel et al., 2006 ) and N-Substituted N'-(2-fluorobenzoyl)thiourea derivatives are suitable substrates for studying Intramolecular Hydrogen Bonds and Fermi Resonance (Hritzová & Koščík 2008) . The aromatic ring plane and the thiourea moiety are twisted with a torsion angle C2-C1-N1-C7 of 44.6 (2)°. N(1)-H···S and N(2)-H···F intermolecular hydrogen bonds link molecules to endless 2D sheets that are stacked along the c axis.
Structure Reports Online
Experimental 4-Fluorobenzoylisothiocyante (1 mmol) in acetone was treated with ammonia (1 mmol) under a nitrogen atmosphere at reflux for 3 h. Upon cooling, the reaction mixture was poured into aq HCl and the precipitated product was rerystallized from in methanol to afforded the title compound (78 %) as colourless crystals: Anal. calcd. for C 7 H 7 N 2 O 2 FS: C, 49.40; H, 4.15; N, 16.46; S, 18.84%; found: C, 49.02; H, 4.17; N, 16.41; S, 18 .91%.
Refinement
Hydrogen atoms were clearly identified in difference Fourier syntheses, idealized and refined at calculated positions riding on the carbon atoms with isotropic displacement parameters U iso (H) = 1.2U(C/N eq ). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 1.02935 (4) 0.53586 (4) 0.71645 (4) 0.02753 (15) (7) 0.0284 (7) −0.0005 (5) 0.0101 (5) −0.0055 (5) C4 0.0272 (7) 0.0276 (7) 0.0262 (7) −0.0106 (5) 0.0154 (5) −0.0091 (5) C5 0.0353 (7) 0.0230 (7) 0.0207 (6) −0.0069 (6) 0.0103 (6) 0.0000 (5) C6 0.0250 (6) 0.0201 (6) 0.0235 (6) −0.0010 (5) 0.0066 (5) 0.0013 (5) C7 0.0164 (6) 0.0189 (6) 0.0261 (7) 0.0003 (4) 0.0066 (5) 0.0014 (5) Geometric parameters (Å, °) S1-C7 1.7035 (14) C1-C2 1.3954 (18) 
